In addition to their wide use in agriculture and medicine, carbacylamidophosphates interact with an assortment of O,Odonor chelating ligands for metals, which makes them attractive for synthetic applications. [1] [2] [3] In this paper, we describe X-ray determination of a new N-benzoyl-N,N-bis(dibenzyl) phosphoric triamide (1) . This compound was prepared from PCl5 as starting material as described in Fig. 1 .
Single crystals 1 was obtained from a solution of chloroform and hexane (with ratio 6/1) at room temperature. The molecular structure of 1 with the atom numbering scheme is presented in Fig. 2 . Data collection and refinement parameters are listed in Table 1 . The structure was solved by direct methods. The positions of the hydrogen bonds were obtained from a difference Fourier map. The atomic coordinates for nonhydrogen atoms are listed in Table 2 and selected inter-atomic parameters are collected in Table 3 .
The coordination environment around the phosphorus atom of this compound is approximately tetrahedral, since the average of the six angles involving P is 109.5˚. However, the coordination is clearly distorted, since the O(1)-(P1)-(N2) bond angle, 118.78(6)˚, is larger than the N(1)-P(1)-N(2) angle whose value is 103.96(6)˚. The presence of phosphorus and different substituents might be responsible for such distortion. The short 1) is reflected in the distances around this atom, which are rather shorter than normal, especially for P(1)-N(1). The remaining stereochemistry around the phosphorus center appears to be normal. The P=O bond length is 1.4786(10)Å, in good accordance with the P=O distances in other phosphoramidates. 5 The crystal structure of 1 reveals that, in the molecular core unit, C(O)NHP(O), the C(O) and P(O) oxygen atoms are in anti-positions to each other. Within the molecule, the C-C bond lengths are not significantly different from the expected values; the mean C(1)-C(2) is 1.492(2) and the average for C-C (phenyl) is 1.38 Å.
The examination of intermolecular distance indicates that the crystal structure is built up of C9H13N2O2P unit linked into a centrosymmetric dimer in an eight-membered ring by N-H·O hydrogen bonds (the H·O and N·O distance being 2.003 and 2.878(2)Å respectively and N-H·O angle 174.46A˚) ( Fig. 2 and Table 4 ). Table 2 Fractional coordinates (× 10 4 ) and equivalent isotropic displacement parameters (Å 2 × 10 3 ) of non-hydrogen atoms Table 3 Selected interatomic distances (Å) and angles between interatomic vectors (˚) for 1 with standard uncertainties in parentheses
